Molecular structures
. Molecular structures of trans, , cis,trans-10 (middle) and cis, cis-10 (right) calculated by means of B3LYP/6-31G*. All hydrogen atoms are omitted for the sake of clarity. Figure S2 . Molecular structures of trans, , cis,trans-10 (middle) and cis, cis-10 (right) calculated by means of B3LYP-D3/6-31G*. All hydrogen atoms are omitted for the sake of clarity.
S3
2. HPLC spectra .967326 a B3LYP-D3/6-31G*. b B3LYP-D3/def2-TZVP//B3LYP-D3/6-31G*.
Absolute energies and cartesian coordinates of all calculated compounds
Cartesian coordinates of the optimized geometry for trans,trans-10 at B3LYP/6-31G* level of theory: O -5.34270500 2.44681800 -2.54570600 O -8.08311900 5.04355000 0.16715100 N -0.57830000 -3.41808500 1.45446800 N -0.48995000 -3.43633800 0.19705000 N -5.95614600 -1.81472200 -2.77718500 N -7.55550400 -0.38379800 -2.19322000 N -7.61401600 2.36323100 -2.25217200 N -8.14236000 2.77521500 0.39653800 C 3.00703300 -2.90985800 3.63010800 C 3.01843900 -2.73661800 2.23565500 C 1.86810300 -2.92779600 1.48461100 C 0.66839100 -3.29423400 2.11979900 C 0.65200500 -3.48336700 3.50638600 C 1.81602700 -3.30069400 4.25156600 C -1.72416600 -3.42759900 -0.49669500 C -1.62653300 -3.60114000 -1.88310800 C -2.76317000 -3.51123200 -2.68197500 C -4.00994900 -3.23444900 -2.11118400 C -4.10559000 -3.09061500 -0.71706400 C -2.97962900 -3.18548500 0.08994300 C -5.22954500 -3.07280600 -3.00105400 C -7.24967200 -1.65830200 -2.31482200 C -5.42514500 -0.54670600 -2.96109400 C -6.43297900 0.31790000 -2.58393600 C -6.38664800 1.79186500 -2.48005800 C -7.76738800 3.74954100 -1.84742800 C -8.01835700 3.92343000 -0.33013500 C -8.18275600 2.75653000 1.86353100 C -4.05888900 -0.27447100 -3.49650000 C -8.82285700 4.52499900 -2.67594900 C -10.22544300 3.90621300 -2.57953100 C -8.37641000 4.66792100 -4.13655300 C -9.60981300 2.55655500 2.44406600 C -9.57462300 2.64466900 3.97760000 C -10.60650100 3.56793400 1.86467700 4.13727500 C -6.20936800 0.54644600 4.64322400 C -7.29402400 1.61454700 4.84148400 C -5.97261900 -0.22829700 5.94927400 C -6.38467300 5.56447500 -2.19727900 C -6.21967500 5.70814500 -3.71518900 C -7.80658900 5.11869000 -1.82617700 C -3.87883600 0.12887300 3.71815600 C -2.97999100 -1.71673400 3.05795300 C -1.92665500 -0.83657300 3.21720400 C -0.45493900 -1.00997500 3.03417900 C -2.93525700 -3.14002100 2.66233600 C -4.36119300 -5.09714500 2.20409400 C -5.01534100 -5.11847600 0.84623900 C -5.92355900 -4.73943000 -1.04684700 C -5.70099000 -6.08441300 -0.99029200 C -5.93091900 -7.22677000 -1.90783700 C -6.45250900 -3.94766700 -2.17867700 C -6.96802500 -1.63920100 -2.93348300 C -8.33947200 -0.98003900 -2.62579900 C -9.38296700 -2.03543600 -2.23247000 C -8.82993500 -0.16493600 -3.83291200 C -5.12910000 -5.97836100 3.23387900 C -6.52997600 -5.43046300 3.54322300 C -4.30152100 -6.15606600 4.51274400 C -5.86693600 -0.61782800 -3.12147500 C -4.70075900 1.19318000 -3.04080700 C -3.92298200 0.28944100 -3.73786100 C -2.58416700 0.44266000 -4.37977200 C -4.38372400 2.59858500 -2.70620800 S13 .15545400 3.77324900 -1.32476500 N 6.26234000 1.51480100 -2.92842500 N 6.00903100 -1.91802500 -2.61478700 N 4.33534200 -0.81831800 -3.57686900 N 6.06987200 -4.42009000 -1.46297000 N 6.15567100 -3.77315500 1.32479000 N 6.26244900 -1.51469400 2.92844500 N 6.00899300 1.91808600 2.61475000 N 4.33538400 0.81836900 3.57696700 N 6.06969200 4.42018600 1.46298100 C 6.18117000 5.50485400 0.51148000 C 6.00072900 4.98111500 -0.88685600 C 5.88181200 3.85376800 -2.69197700 C 5.57282200 5.14116900 -3.02226900 C 5.19036100 5.83620900 -4.27399900 C 5.95951000 2.67756400 -3.57645700 C 6.62463600 0.29231400 -3.64671100 C 8.11521900 -0.08320900 -3.44507600 C 9.01340700 1.14888700 -3.62938400 C 8.52964800 -1.19827000 -4.41765900 C 7.51120000 6.29064900 0.66468500 C 7.54314400 7.02565200 2.01008400 C 8.74494800 5.39273900 0.48742900 C 5.68377900 -0.82532100 -3.26810400 C 4.84381300 -2.65291700 -2.49440900 C 3.78529500 -1.98717300 -3.07945300 C 2.34217500 -2.35037200 -3.19320300 C 4.82116400 -3.96567000 -1.82555600 C 6.18138200 -5.50475600 -0.51146500 C 6.00094600 -4.98102000 0.88687200 -2.62522600 C -3.54446200 -6.04391300 -3.86712400 C -4.77216800 -3.01265800 -3.28257600 C -5.37298400 -0.60598400 -3.40688600 C -6.77817200 -0.06161300 -3.04474800 C -7.80611900 -1.20163500 -3.01902400 C -7.21169400 1.02851800 -4.03724300 C -4.84906600 -6.55289800 1.39037600 C -4.48816600 -7.06848600 2.78799000 C -6.31740100 -6.11155400 1.31531200 C -4.27812500 0.42040400 -3.21396100 C -3.15767400 2.19395000 -2.71192800 C -2.24020300 1.33205900 -3.27991800 C -0.77689100 1.46056900 -3.52023400 C -2.89989300 3.55679400 -2.21832400 C -3.87929600 5.41659900 -0.97397000 C -4.04155800 5.03188400 0.46759800 C -4.42338400 4.09324800 2.34265200 C -3.91050600 5.32526900 2.62491900 C -3.54345400 6.04386100 3.86669300 C -4.77129000 3.01255700 3.28253600 C -5.37227600 0.60591800 3.40694200 C -6.77741600 0.06155900 3.04459500 C -7.80531200 1.20161800 3.01851800 C -7.21118900 -1.02843200 4.03713400 C -4.85134200 6.55244900 -1.39012400 C -6.31935400 6.11011000 -1.31444300 C -4.49146600 7.06853700 -2.78781900 C -4.27740800 -0.42051500 3.21428400 C -3.15696700 -2.19420600 2.71273000 C -2.23961100 -1.33239000 3.28102000 C -0.77641700 -1.46106300 3.52196600 C -2.89914200 -3.55707800 2.21919700 C -2.39200500 -1.00660000 -4.17457400 C -2.39144500 1.00641600 4.17529600 H 5.90737000 -3.22463500 -0.93150800-1.65838000 0.70387100 4.93046800
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Cartesian coordinates of the optimized geometry for trans-azobenzene at B3LYP-D3/6-31G 
